Key indicators: single-crystal X-ray study; T = 133 K; mean (C-C) = 0.002 Å; R factor = 0.037; wR factor = 0.108; data-to-parameter ratio = 16.3. organic compounds o1432 Cai et al.
In the title compound, C 19 H 20 O 5 , the dihedral angle between the two aromatic rings is 18.23 (4) . The crystal structure exhibits only weak C-HÁ Á Á and C-HÁ Á ÁO contacts between the molecules.
Related literature
For related structures, see: Wu et al. (2011) ; Peng et al. (2010) ; Huang et al. (2010) ; Zhao et al. (2010) . For background and applications of chalcones, see: Wu et al. (2010 Wu et al. ( , 2011 ; Liu et al. (2008) ; Zhao et al. (2010) ; Nielsen et al. (2005) . Refinement R[F 2 > 2(F 2 )] = 0.037 wR(F 2 ) = 0.108 S = 1.02 3593 reflections 221 parameters H-atom parameters constrained Á max = 0.22 e Å À3 Á min = À0.24 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Experimental

Crystal data
Cg1 and Cg2 are the centroids of the C1-C6 and C10-C15 rings, respectively. Symmetry codes: (i) x À 3 2 ; y À 1; Àz À 1 2 ; (ii) Àx þ 1 2 ; Ày; z þ 3 2 ; (iii) x À 1 2 ; y; Àz À 1 2 ; (iv) Àx À 3 2 ; y À 1 2 ; z; (v) Àx; Ày þ 1; Àz þ 1; (vi) Àx; y þ 1 2 ; Àz þ 1 2 .
Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT (Bruker, 2001) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
(E)-1-(4-Methoxyphenyl)-3-(2,4,6-trimethoxyphenyl)prop-2-en-1-one Y. Cai, Z. Wang, Z. Li, M. Zhang and J. Wu
Comment
Chalcones, with the common skeleton of 1,3-diaryl-2-propen-1-one, are essential compounds in flavonoid biosynthesis in plants. They consist of two aromatic rings linked by a three-carbon α,β-unsaturated carbonyl system Huang et al., 2010; Zhao et al., 2010.) .
Both natural and synthetic chalcones have active biological properties such as antiinflammatory, antitumoral, antioxidant, antibacterial (Wu et al. 2011; Liu et al., 2008; Wu et al. 2010; Zhao, et al. 2010; Nielsen et al. 2005) .
In order to investigate activity of chalcones, the title compound has been synthesised. Subsequently, its single-crystal X-ray study was carried out.
The dihedral angle between the two aromatic rings is 18.23 (4)°. There are weak C-H···π and C-H···O intermolecular interactions in the crystal structure. One of the methoxy groups in ortho position of 2,4,6-trimethoxyphenyl ring is slightly bent out of the ring plane [C14-C15-O4-C9 = 16.90 (16)°] while the other methoxy groups are almost coplanar with their parent ring planes [C-C-O-CH 3 = 176.37 (10)°, 176.22 (9)° and -174.09 (10)°].
Experimental 2,4,6-trimethoxybenzaldehyde (2 mmol) and 1-(4-dimethoxyphenyl)ethanone (2 mmol) were dissolved in ehanol (15 ml).
The reaction temperature were about 305 K. The reaction was catalyzed by NaOH (20%, 5 drops). The reaction was monitored by thin-layer chromatography. After 10 h, 15 ml H 2 O was added and a yellow solid precipitated. The solid was washed with the mixture of water and cold ethanol, and dried. The pure compound was obtained by column chromatography on silica gel (yield: 67%). Single crystals of the compound were grown in a CH 2 Cl 2 /CH 3 CH 2 OH mixture (1:1 v/v) at 277 K.
Refinement
All hydrogen atoms were positioned geometrically and refined using a riding model approximation, with C-H = 0.95-0.99 Å and with U iso (H) = 1.2-1.5 times U eq (C). 0.0224 (5) 0.0244 (5) 0.0240 (5) −0.0017 (4) −0.0004 (4) −0.0042 (4) C2 0.0225 (5) 0.0223 (5) 0.0299 (6) −0.0043 (4) 0.0014 (4) −0.0021 (4) C3 0.0218 (5) 0.0223 (5) 0.0251 (5) 0.0029 (4) 0.0040 (4) 0.0012 (4) C4 0.0238 (5) 0.0245 (5) 0.0229 (5) 0.0009 (4) −0.0014 (4) −0.0034 (4) C5 0.0238 (5) 0.0203 (5) 0.0241 (5) −0.0022 (4) 0.0005 (4) −0.0034 (4) C6 0.0220 (5) 0.0210 (5) 0.0222 (5) −0.0001 (4) 0.0021 (4) −0.0032 (4) C7 0.0296 (6) 0.0251 (5) 0.0219 (5) −0.0029 (4) −0.0009 (4) −0.0017 (4) C8 0.0289 (5) 0.0245 (5) 0.0218 (5) −0.0022 (4) −0.0001 (4) −0.0026 (4) C9 0.0240 (5) 0.0245 (5) 0.0228 (5) −0.0017 (4) −0.0008 (4) −0.0029 (4) C10 0.0192 (5) 0.0228 (5) 0.0216 (5) 0.0000 (4) 0.0004 (4) 0.0001 (4) C11 0.0179 (5) 0.0243 (5) 0.0195 (5) 0.0020 (4) 0.0011 (4) 0.0011 (4) C12 0.0238 (5) 0.0236 (5) 0.0207 (5) 0.0001 (4) 0.0003 (4) −0.0015 (4) C13 0.0218 (5) 0.0216 (5) 0.0258 (5) −0.0006 (4) 0.0018 (4) 0.0007 (4) C14 0.0239 (5) 0.0270 (5) 0.0206 (5) −0.0003 (4) −0.0003 (4) 0.0026 (4) C15 0.0202 (5) 0.0275 (5) 0.0202 (5) −0.0007 (4) −0.0007 (4) −0.0013 (4) C16 0.0475 (8) 0.0368 (7) 0.0252 (6) −0.0010 (6) −0.0025 (5) 0.0057 (5) (10) H18A-C18-H18C 109.5 C8-C9-H9 115.2 H18B-C18-H18C 109.5 C10-C9-H9 115.2 O4-C19-H19A 109.5 C15-C10-C11 116.08 (9) O4-C19-H19B 109.5 C15-C10-C9 119.08 (9) H19A-C19-H19B 109.5 C11-C10-C9 124.83 (9) O4-C19-H19C 109.5 O2-C11-C12 122.24 (9) H19A-C19-H19C 109.5 O2-C11-C10 115.70 (9) H19B-C19-H19C 109.5 C12-C11-C10 122.06 (10) C6-C1-C2-C3 −0.21 (16) C10-C11-O2-C17 176.22 (9) C16-O1-C3-C4 −3.10 (16) C15-C10-C11-O2 −179.71 (9) Hydrogen-bond geometry (Å, °)
Cg1 and Cg2 are the centroids of the C1-C6 and C10-C15 rings, respectively. Symmetry codes: (i) x−3/2, y−1, −z−1/2; (ii) −x+1/2, −y, z+3/2; (iii) x−1/2, y, −z−1/2; (iv) −x−3/2, y−1/2, z; (v) −x, −y+1, −z+1; (vi) −x, y+1/2, −z+1/2.
